Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.048; wR factor = 0.069; data-to-parameter ratio = 13.7.
Related literature
Rhodamine dyes are one of the most widely used fluorophores for labeling and sensing biomolecules, see: Ko et al. (2006) ; Wu et al. (2007) . For the structures of rhodamine derivatives bearing a lactam unit, see: Kwon et al. (2006) ; Wu et al. (2007) ; Zhang et al. (2008) ; Deng et al. (2009) ; Tian & Peng (2008) .
Experimental
Crystal data C 36 H 36 N 4 O 4 M r = 588.69 Triclinic, P1 a = 9.561 (4) Å b = 12.262 (5) Å c = 13.005 (6) Å = 93.623 (8) = 92.078 (8) = 92.827 (7) V = 1518.5 (12) Å 3 Z = 2 Mo K radiation = 0.09 mm À1 T = 296 K 0.35 Â 0.32 Â 0.27 mm
Data collection
Bruker SMART CCD area detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.971, T max = 0.977 8102 measured reflections 5606 independent reflections 3838 reflections with I > 2(I) R int = 0.016 Refinement R[F 2 > 2(F 2 )] = 0.048 wR(F 2 ) = 0.069 S = 1.83 5606 reflections 409 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.18 e Å À3 Á min = À0.25 e Å À3
Data collection: SMART (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. Comment Among many fluorescent compounds, rhodamine dyes are known to have excellent photophysical properties, and they are one of the most widely used fluorophores for labeling and sensing biomolecules (Ko et al., 2006; Wu et al., 2007) . There are a few single-crystal reports about rhodamine derivatives bearing a lactam moiety (Kwon et al., 2006; Wu et al., 2007; Zhang et al., 2008; Tian et al., 2008; Deng et al., 2009) . Detailed information on their molecular and crystal structures is necessary to understand their photophysical and photochemical properties.
In agreement with other reported models, (Wu et al., 2007; Zhang et al., 2008; Tian et al., 2008; ) the main skeleton of the molecule is formed by the xanthene ring and the spirolactam-ring. As shown in Figure 1 , The atoms of the xanthene ring or the spirolactam-ring are both nearly planar and are almost perpendicular to each other. The dihedral angle between the xanthene mean planes and the spirolactamring fragment is 86.8°. The dihedral angle between the xanthene mean planes and the 1,3-benzodioxole ring is 74.3°.
Experimental
A portion of the N-(rhodamine-6 G)lactam-ethylenediamine (228 mg, 0.5 mmol) and 3,4-methylenedioxy-benzaldehyde (90 mg, 0.6 mmol) were mixed in fresh distilled acetonitrile (50 ml). The reaction solution was refluxed for 24 h under N 2 atmosphere, the reslulting solution was evaporated to 10 ml and allowed to stand at room temperature overnight. The precipitate which appeared next day was filtered and the crude product was purified by recrystallization from acetonitrile to give 264.6 mg of the title compound in 90% yield. Single crystals suitable for X-ray measurements were obtained from acetonitrile solution by slow evaporation at room temperature.
Refinement
The H atoms attached to C, N and O atoms were placed in geometrically calculated positions (C-H = 0.93-0.97 Å, N-H = 0.86 Å and O-H = 0.82 Å) and refined as riding, with U iso (H) = 1.2U eq (C, N) or 1.5U eq (methyl C, O). (12) 0.0044 (10) −0.0059 (10) 0.0037 (10) C6 0.0332 (11) 0.0316 (11) 0.0309 (12) 0.0044 (9) 0.0010 (9) 0.0049 (9) C7 0.0339 (12) 0.0315 (11) 0.0350 (12) 0.0006 (10) 0.0021 (10) 0.0059 (10) C8 0.0384 (12) 0.0409 (12) 0.0331 (12) 0.0024 (10) −0.0029 (9) 0.0082 (10) C9 0.0613 (16) 0.0547 (14) 0.0579 (15) −0.0132 (12) −0.0068 (12) 0.0092 (12) C10 0.0357 (12) 0.0355 (11) 0.0283 (11) 0.0048 (10) 0.0024 (9) 0.0050 (9) C11 0.0341 (12) 0.0310 (11) 0.0292 (11) 0.0049 (9) 0.0038 (9) 0.0037 (9) C12 0.0328 (12) 0.0328 (11) 0.0359 (12) 0.0016 (9) 0.0051 (10) 0.0081 (10) C13 0.0371 (12) 0.0413 (12) 0.0364 (12) 0.0001 (10) −0.0019 (10) 0.0072 (10) C14 0.0320 (12) 0.0347 (12) 0.0451 (13) 0.0025 (10) 0.0063 (10) 0.0022 (11) 
